LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18044.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.234 22 25 31 rVB 14916 16791 0.60% 0.064%
2 3.499 66 70 75 rBvV 21107 29047 1.04% 0.111%
3 3.575 80 83 86 rvw4 10053 11016 ©0.39% 0.042%
4 3.670 96 99 108 rBV 112382 178741 6.40% 0.684%
5 3.852 126 130 137 rVvB7 8394 17114 0.61% 0.065%
6 4.093 166 171 175 rBVS8 4425 6601 0.24% 0.025%
7 4.211 185 191 195 rBvV4 7955 15662 ©0.56% 0.060%
8 4.246 195 197 200 rVW4 6013 7788 0.28% 0.030%
9 4.305 204 207 212 rVB6 5227 8921 0.32% 0.034%
10 4.952 313 317 323 rBV6 12475 20478 0.73% 0.078%
11 5.022 323 329 339 rVB6 10303 23315 ©0.83% 0.089%
12 5.664 433 438 442 rBvV3 11209 16777 0.60% 0.064%
13 5.734 442 450 455 rVB3 33039 60557  2.17% 0.232%
14 5.864 466 472 478 rVW7 5927 11858 0.42% 0.045%
15 6.087 504 510 514 rBV5 10215 18618 0.67% 0.071%
16 6.128 514 517 523 rVVe6 5664 7646 0.27% 0.029%
17 6.469 571 575 581 rBV9 5189 9399 0.34% 0.036%
18 6.764 621 625 629 rBvV7 4231 6936 0.25% 0.027%
19 6.864 637 642 645 rBV7 6600 8481 0.30% 0.032%
20 6.911 646 650 655 rVB7 8029 13388 0.48% 0.051%
21 7.022 662 669 679 rBV 80823 174100 6.23% 0.666%
22 7.099 679 682 689 rvB2 12276 21191 0.76% 0.081%
23 7.199 689 699 706 rBV 296658 473850 16.97% 1.812%
24 7.375 719 729 745 rBV 330839 574845 20.58% 2.198%
25 7.687 777 782 784 rBV6 8242 12717 0.46% 0.049%
26 7.746 789 792 796 rVB6 5154 6193 0.22% 0.024%
27 7.852 796 810 817 rBV 257308 434530 15.56% 1.662%
28 7.916 817 821 825 rBV3 19208 24344 0.87% 0.093%
29 8.052 839 844 853 rVB3 8064 18255 0.65% 0.070%
30 8.205 866 870 876 rBV9 6499 12577 0.45% 0.048%
31 8.316 885 889 896 rvB1lo 5063 11658 0.42% 0.045%
32 8.510 917 922 927 rVW4 15222 27520 0.99% 0.105%
33 8.575 927 933 948 rVWW2 258092 483316 17.31% 1.848%
34 8.687 950 952 959 rvB7 4113 6963 0.25% 0.027%
35 8.869 977 983 990 rBV3 46428 91846 3.29% ©0.351%
36 8.981 998 1002 1007 rVB7 9370 16781 0.60% 0.064%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION
37 9.058 1007 1015 1033 rBV 404333 744833 26.67%  2.848%
38 9.228 1033 1044 1048 rVV6 20094 53128 1.90% ©0.203%
39 9.269 1049 1051 1056 rVB6 6720 8087 0.29% 0.031%
40 9.516 1088 1093 1099 rVW9 13377 24520 0.88% 0.094%
41  9.575 1099 1103 1108 rVB8 4900 6547 0.23% 0.025%
42 9.640 1108 1114 1118 rBVS8 9474 15934 0.57% 0.061%
43 9.699 1118 1124 1129 rVB1eO 5376 10203 0.37% 0.039%
44  9.769 1129 1136 1145 rBV 359097 616890 22.09%  2.359%
45 10.093 1187 1191 1195 rVB7 4765 7991 0.29% 0.031%
46 10.228 1212 1214 1219 rVB6 5848 8055 0.29% 0.031%
47 10.299 1219 1226 1238 rBV 499428 938064 33.59% 3.587%
48 10.440 1245 1250 1255 rVB6 8405 16833 0.60% 0.064%
49 10.522 1262 1264 1271 rVB7 6819 11525 0.41% 0.044%
50 10.669 1282 1289 1298 rVV 357794 591269 21.17% 2.261%
51 10.781 1303 1308 1310 rvv4 11499 15645 0.56% 0.060%
52 10.852 1313 1320 1337 rVB 418154 782324 28.01% 2.992%
53 11.010 1342 1347 1358 rBVS8 26291 72631 2.60% 0.278%
54 11.193 1371 1378 1383 rBV2 14452 28394 1.02% 0.109%
55 11.287 1390 1394 1395 rBV4 14499 17495 0.63% 0.067%
56 11.381 1406 1410 1413 rBV5 12527 21706 0.78% 0.083%
57 11.422 1413 1417 1424 rVB3 25313 44518 1.59% 0.170%
58 11.557 1435 1440 1445 rBV2 23764 43927 1.57% 0.168%
59 11.722 1464 1468 1477 rVBS8 13639 32190 1.15% 0.123%
60 11.793 1477 1480 1481 rBV3 6910 6987 0.25% 0.027%
61 11.846 1486 1489 1495 rVBS8 6641 12833 0.46% 0.049%
62 11.916 1495 1501 1503 rBV7 12305 20052 0.72% 0.077%
63 12.181 1541 1546 1552 rBV7 8855 22255 0.80% 0.085%
64 12.240 1552 1556 1564 rVB3 25007 49900 1.79% 0.191%
65 12.334 1568 1572 1573 rBV4 5111 6503 0.23% 0.025%
66 12.434 1585 1589 1592 rVB6 8963 11382 0.41% 0.044%
67 12.540 1598 1607 1609 rBV1ie 12603 29412 1.05% 0.112%
68 12.569 1609 1612 1621 rVB1le 19617 35380 1.27% 0.135%
69 12.716 1633 1637 1639 rBVS5S 8336 13668 0.49% 0.052%
70 12.834 1652 1657 1658 rBV5 8884 12759 0.46% 0.049%
71 12.857 1658 1661 1668 rVB7 15576 31569 1.13% 0.121%
72 12.916 1668 1671 1674 rBVS5S 8990 12532 0.45% 0.048%
73 13.063 1692 1696 1700 rBV7 15635 25037 ©0.90% 0.096%
74 13.104 1701 1703 1710 rVB5 20192 30429 1.09% 0.116%
75 13.257 1727 1729 1737 rVB9 7420 15603 0.56% 0.060%
76 13.334 1737 1742 1744 rBV6 19587 30843 1.10% 0.118%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

77 13.369 1745 1748 1752 rVB5 22397 33312 1.19% 0.127%
78 13.598 1783 1787 1789 rVB4 8986 11501 0.41% 0.044%
79 13.640 1790 1794 1798 rVB5 16809 22630 0.81% 0.087%
80 13.945 1840 1846 1852 rBV 1088979 1432500 51.30% 5.478%
81 14.222 1887 1893 1905 rVB2 1131666 1656892 59.33% 6.336%
82 14.304 1905 1907 1909 rBV3 6360 6754 0.24% 0.026%
83 14.522 1938 1944 1951 rBV 561979 853977 30.58% 3.266%
84 14.816 1990 1994 2001 rBV2 37617 79141  2.83% 0.303%
85 15.528 2109 2115 2124 rVB 1485584 2081525 74.54% 7.960%
86 15.687 2137 2142 2150 rBV 122260 192326 6.89% 0.735%
87 15.763 2151 2155 2158 rVV5 24170 39904 1.43% 0.153%
88 15.804 2158 2162 2169 rVB2 57093 94667 3.39% 0.362%
89 16.087 2205 2210 2224 rVB3 71183 144721 5.18% 0.553%
90 16.251 2235 2238 2243 rVB 20170 27810 1.00% 0.106%
91 17.304 2412 2417 2423 rVB 732483 1024744 36.70%  3.919%
92 17.404 2429 2434 2443 rVB 1647829 2352445 84.24% 8.996%
93 18.039 2537 2542 2548 rBvV4 84376 182518 6.54% 0.698%
94 18.157 2558 2562 2568 rVB 244676 325394 11.65%  1.244%
95 19.398 2769 2773 2783 rBV 137590 209534 7.50% 0.801%

96 19.657 2812 2817 2824 rBV 2104224 2792559 100.00% 10.679%
97 21.092 3057 3061 3070 rVB 147045 206020 7.38% ©.788%
98 21.427 3114 3118 3124 rBV 855326 1111285 39.79%  4.250%
99 23.768 3509 3516 3523 rVB2 1372471 2731775 97.82% 10.447%
100 23.933 3538 3544 3553 rVB 561716 1176146 42.12%  4.498%

Sum of corrected areas: 26149753
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2023 02:14
: MA/JU
. 05044-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18044.D

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BP018044.D\data.ms

10.299

9.058 1085
9 769 10.
71987 7657 8 575
3.2 %s& BES 49622 5&5@@6 46% @@@é\g S(B !B§ i 1o OISR

Time-->

350 400 450 500 550 600 6.50 700 7.50 800 8.50 900 9.50 10.00 1050 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BP018044.D\data.ms
19.657

17.404
15.528

13.944.222

17.304

18.157 tw
) 304 14816 Mam |

14.522

[

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 1600 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BP018044.D\data.ms

23.768

21.427

3.933

21.092

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
: 11 Nov 2023 ©02:14
: MA/JU

: 05044-08

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

BPO18044.D

: 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
s34 2.79 ngiul 66557 1,4-Dichlorobenzene-dd  7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methylene- 112 came 615918-08-8 47

2 (S)-3,4-Dimethylpentanol 116 C7H160 1000143-83-9 43
3 Cyclooctane 112 C8H16 000292-64-8 35
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 30
5 (Z)-2-Heptene 98 C7H14 006443-92-1 27

Abundance Scan 450 (5.734 min): BP018044.D\data.ms (-442) (-)
56.0

m/z 56.05 100.00%

N

5000
L e
‘ 1171 22322821 3562 4632 5355 540550 580 6.99
ol L IBRS  223.2282.1 3502 4632 5355 m/z 41.e5  67.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7558: Heptane, 4-methylene-
56.0
5000 L L L B B
5.40 5.60 5.80 6.00
‘ m/z 83.10  56.56%
HllLl-O
0‘\\\L‘\!\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #9506: (S)-3,4-Dimethylpentanol
56.0
R L
5.40 5.60 5.80 6.00
5000 m/z 55.05 53.75%
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7497: Cyclooctane R R e
41.0 5.40 5.60 5.80 6.00
m/z 112.10  44.85%
5000 112.0
o‘{ {”J‘HWHw‘,‘m‘HH‘HWWWWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.869 4.23 ng/ul 91846  1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 47
2 Butane, 2-ethoxy-2-methyl- 116 C7H160 000919-94-8 38
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 38
4 Allyldimethylsilane 100 C5H12Si 003937-30-2 38
5 4-Methyl-2-pentyl acetate 144 C8H1602 000108-84-9 27
Abundance Scan 983 (8.869 min): BP018044.D\data.ms (-977) (-) m/z 59.05 100.00%

59.0
- M\Aw

8.60 8.80 9.00 9.20

207.2
1351 T 283.2341.2 407.9 472.4 547

Ol Mty — Ly €09, E AU ER 220 m/z 41.05  77.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25225: 2,2-Dimethylbutanedioic acid
59.0
5000 UL L B I B AL LN
8.60 8.80 9.00 9.20
# m/z 43.10 71.20%
O‘\‘\”\J‘\’N U\I‘\‘\5?\.?\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9532: Butane, 2-ethoxy-2-methyl-
59.0
D
8.60 8.80 9.00 9.20
5000 m/z 87.10 58.30%
o\’,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4399: Oxetane, 2,2,4-trimethyl- N A ARBRREERESE N
59.0 8.60 8.80 9.00 9.20
m/z 84.05 50.33%
B wfkwmkvawﬂhwwﬁw»nmwm
o_J‘J‘M‘HM‘m_m,mww‘w‘HH_HWWHHM T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclopentasiloxane, decamet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
0.8 2.45 ng/ul 53128 1,4-Dichlorobenzene-d4  7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 CLOH3005Si5  000541-02-6 64

2 Epinephrine, (.beta.)-, 3TMS der... 399 C18H37N03Si3  ©10538-85-9 43
3 N-(Trifluoracetyl)-0,0',0"'"'-tris... 495 C20H36F3N04Si3 ©54135-51-2 43
4 5-(Phenoxymethyl)-4-phenyl-4H-1,... 355 C18H21N30SSi  1000471-56-5 38
5 2-Amino-4-methylphenol, 2TMS der... 267 C13H25NOSi2 1000373-28-1 35

Abundance Scan 1044 (9.228 min): BP018044.D\data.ms (-1033) (-) m/z 73.10 100.00%
73.1
267.1
5000 355.3
R EERRRRAE
133.01931 9.00 9.20 9.40 9.60
oLl ﬁhﬁ‘u b b ) 4151 5288 067 16 66.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 3550 L B L L BN I B
267.0 9.00 9.20 9.40 9.60
m/z 355.25 39.43%
0 \\\“‘\\‘\\‘:\L?\‘?’\.‘O\:\L\Q\S‘.\O\\\“'\irr\’H\5‘L\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #301490: Epinephrine, (.beta.)-, 3TMS derivative
73.0
P e
9.00 9.20 9.40 9.60
5000 355.0 ITI/Z 356.25 14.77%
NI 147.0207.0267.0
R RN R S e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #337051: N-(Trifluoracetyl)-O,0',0"-tris(trimethylsilyl)epin S
73.0 9.00 9.20 9.40 9.60
355.0 m/z 123.05 14.29%
- MMWM
Ol by tiror 2070 2300 | 2800 ety WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 4,5,6,6a-Tetrahydro-2(1H)-p... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.010 2.46 ng/ul 72631 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,5,6,6a-Tetrahydro-2(1H)-pental... 122 C8H100 072200-41-0 95
2 Propanedinitrile, (ethoxymethyle... 122 C6H6N20 000123-06-8 64
3 2-Propenal, 3-(2-furanyl)- 122 C7H602 000623-30-3 52
4 Bicyclo(3.2.1)oct-2-ene 108 C8H12 000823-02-9 46
5 Ethanone, 1-(1H-pyrrol-2-yl)- 109 C6H7NO 001072-83-9 43
Abundance Scan 1347 (11.010 min): BP018044.D\data.ms (-1342) (- | m/z 122.05 100.00%
122.1
o /JL
11.00
207.2 .
281.1342.1
0 3 447.0 516.2 m/z 94.10  98.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11398: 4,5,6,6a-Tetrahydro-2(1H)-pentalenone
122.0
5000 s
11.00
‘ ‘ m/z 79.10 88.46%
O‘\\\\‘\\\‘\H‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11157: Propanedinitrile, (ethoxymethylene)-
66.0
T T \
11.00
5000 m/z 66.10 72.22%
YA T U S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11288: 2-Propenal, 3-(2-furanyl)- P ‘
122.0 11.00
m/z 39.10 48.33%
39.0
5000
o_‘f“m"nMuJ_ U E— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.804 2.22 ng/ul 94667  Acenaphthene-di1e 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methoxybenzoic acid, isopropyl... 194 C11H1403 006938-38-1 47
2 N-Benzylformamide 135 C8H9ONO 006343-54-0 38
3 Benzoic acid, 4-methoxy-, phenyl... 242 C15H1403 006316-54-7 35
4 3-Hydroxytriazolo[4,3-a]pyridine 135 C6H5N30 006969-71-7 35
5 1,1-Dimethyl-2-propynyl 4-methox... 218 C13H1403 294619-87-7 35
Abundance Scan 2162 (15.804 min): BP018044.D\data.ms (-2158) (- m/z 135.05 100.00%
135.1
. m
78. T ]
N A l 1931 2645 . 15.50 16.00
obbddibl 111931 264.93231 415247615375 ./, o1 15 50.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68775: 4-Methoxybenzoic acid, isopropyl ester
135.0
5000 — ——
15.50 16.00
77.0 194.0 m/z 152.05 45.71%
O\\L\‘\”‘I“\“\“I\‘\“l\‘\\\‘\\‘1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17790: N-Benzylformamide
135.0
— —
15.50 16.00
5000 m/z 136.05 36.49%
77.T
O‘A£M“HNW‘W‘H‘_‘H‘H‘W‘H‘““W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126117: Benzoic acid, 4-methoxy-, phenylmethyl ester — ——
135.0 15.50 16.00
m/z 134.05 32.59%
5000
77J' 242.0
L - e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-@3 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.087 2.82 ng/ul 144721  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 49
2 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 46
3 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 38
4 Pyrrole-2-carbonitrile, 5-formyl... 148 C8H8N20 026187-38-2 38
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 38
Abundance Scan 2210 (16.087 min): BP018044.D\data.ms (-2205) (- | m/z 147.05 100.00%
147.1
77T
I \
‘ H‘ 16.00
212.2
ob- ‘““““‘m“”l"\“"‘: ! ] L. 5520993271 4303 5070 oy 148.05  72.75%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26965: Benzene, 1-ethynyl-2-(methylthio)-
147.0
5000 - ‘
89.0 16.00
m/z 135.05 68.43%
O\2\7\1“#1‘\\‘H\J"\‘“\“‘A\‘\‘\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
R \
16.00
5000 m/z 136.05 60.79%
45.0
0‘H“%MM1JL‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26253: Benzaldehyde, 2,4,6-trimethyl- — ‘
147.0 16.00
m/z 91.10 39.18%
5000
71T
S .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 6-Pentadecenoic acid, 13-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.039 3.56 ng/ul 182518  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 98
2 Palmitoleic acid 254 C16H3002 000373-49-9 97
3 Palmitoleic acid 254 C16H3002 000373-49-9 95
4 14-Methylpentadec-6-enoic acid 254 C16H3002 127486-79-7 92
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 91

Abundance Scan 2542 (18.039 min): BP018044.D\data.ms (-2537) (] ' m/z 55.10 100.00%
5!:

5000
e
263,01 18.00
_m, x"'w“w;'ﬂwﬂJMw ook, 3871 4621 549 n/z 69.10  83.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (62)-
55.0

5000
18.00
m/z 41.10 81.46%
‘ 2360
O\\‘LLJ’ ‘\"ll\”‘ﬂ\l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

[
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550

%

o

%

2

Abundance #140797: Palmitoleic acid
55.0
18.00
5000 ITI/Z 83.10 61.52%
M 236.0
o“HJJH‘W‘Jhk#luwu‘ﬁ‘uH‘,‘H‘,H“““‘““w“u,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid T
55.0 18.00
m/z 43.05 43.42%
5000
l “ 236.0
oL LLMAL »JI«HWHn_m_WWmwww“ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.157 6.35 ng/ul 325394  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2562 (18.157 min): BP018044.D\data.ms (-2558) (- m/z 73.10 100.00%

73.1
5000
213.3

-
“H L 2 \ bs 18.00 18.50
L v LIkl PB4.1343.04012 47958399 /) co 5 77.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

o

60.0

5000 129.0 T T
18.00 18.50

m/z 41.10 76.95%

“H 213.0
O‘\\\‘H \\"‘1“\“}\‘\1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0

T
18.00 18.50
5000 m/z 43.10 75.53%

129.0
o ol ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50

m/z 55.10  65.85%

i JL

1940

0‘\H‘ﬂ et e e e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\
Data File : BP@

Acqg On 11
Operator : MA/
Sample : 050

Misc
ALS vial : 21

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP111023\
18044.D

Nov 2023 ©02:14

Ju

44-08

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.398 3.77 ng/ul 209534  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2773 (19.398 min): BP018044.D\data.ms (-2769) (- m/z 73.10 100.00%

3

-

5000
185.2
—
| ‘ m L \ \ 284.4 19.00 19.50
0L “““M‘Wu bt 359:2 4303 8386 n/; 43,10 86.58%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — —
185.0 19.00 19.50
‘ ‘ H m/z 41.10 81.03%
0‘\\|\|\|"\‘ \’\IJH\“\IIWT‘[\\\l\\“\HLf\‘l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #179089: Octadecanoic acid
73.0
— —
19.00 19.50
5000 ITI/Z 60.05 70.80%
H 1850  284.0
S RO —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid T —
43.0 19.00 19.50
m/z 57.10 69.19%
5000 129.0
284.0
o Ll e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.092 3.71 ng/ul 206020  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
4 1-Docosene 308 C22H44 001599-67-3 95
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 95

Abundance Scan 3061 (21.092 min): BP018044.D\data.ms (-3057) (- m/z 43.10 100.00%
1

43.
5000 1.2
21.00 |
208.2 281.1 :
0 U bt 1150, S50 8584 431.3489.3547.0 /7 83 05 99.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ‘
21.00
m/z 55.10 92.93%
5.0
O‘\\J\l\‘J\i\‘\J’\“\‘\h\l\‘\\1\9\6‘.\0\\\‘2\§\l0\.(‘)\\\\‘\\H‘HH‘HH‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
T \
21.00
5000 ITI/Z 69.10 92.28%
29.0
ol L 45502660
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)- — ‘
57.0 21.00
m/z 97.15 86.73%
5000
5.0
ol dlidii]], . 196.0 2800
e R e AR ARRARARERRRE S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018044.D

Acqg On : 11 Nov 2023 02:14
Operator : MA/JU

Sample : 05044-08

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 5.734 2.8 ng/ul 60557 1 7.852 434530 20.0
unknown-01 8.869 4.2 ng/ul 91846 1 7.852 434530 20.0
Cyclopentasilox... 9.228 2.5 ng/ul 53128 1 7.852 434530 20.0
4,5,6,6a-Tetrah... 11.010 2.5 ng/ul 72631 2 10.669 591269 20.0
unknown-02 15.804 2.2 ng/ul 94667 3 14.522 853977 20.0
unknown-03 16.087 2.8 ng/ul 144721 4 17.304 1024740 20.0
6-Pentadecenoic... 18.039 3.6 ng/ul 182518 4 17.304 1024740 20.0
n-Hexadecanoic ... 18.157 6.3 ng/ul 325394 4 17.304 1024740 20.0
Octadecanoic acid  19.398 3.8 ng/ul 209534 5 21.427 1111290 20.0
(DEL) Alkane: S... 21.092 3.7 ng/ul 206020 5 21.427 1111290 20.0
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